LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117798.D

Aca On : 15 Nov 2019 11:02

Operator :© JU

Sample : PB124616BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.310 23 38 44 rVB 124787 201126 1.55% 0.209%
2 5.163 517 523 534 rBVY 1301488 2140181 16.49% 2.228%
3 5.551 583 589 592 rBVY 7400028 9249405 71.27% 9.630%
4 6.551 751 759 762 rBVY 7171542 9498566 73.19% 9.890%
5 6.698 778 784 787 rBVY 8327067 9727763 74.96% 10.128%

6.922 818 822 826 rBV 2617036 2087617 16.09% 2.174%
7.081 844 849 852 rBV 7715551 7842461 60.43% 8.165%
5455764 6467160 49.83% 6.734%
8.210 1036 1041 1044 rBV 2994307 2760814 21.27% 2.875%
9.292 1218 1225 1228 rBV 10366292 11692904 90.10% 12.174%
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11 9.969 1335 1340 1344 rBV 3297191 3289121 25.34% 3.425%
12 10.769 1468 1476 1479 rBV 7426832 8167872 62.94% 8.504%
13 11.463 1588 1594 1598 rBV 4134453 3564044 27.46% 3.711%
14 13.063 1860 1866 1869 rBV 10951936 12977587 100.00% 13.512%
15 14.110 2040 2044 2048 rBV 3699188 3343030 25.76% 3.481%

16 15.621 2294 2301 2306 rBV 2368939 3034623 23.38% 3.160%

Sum of corrected areas: 96044274
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Data Path :
Data File :
Aca On :
Operator :
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ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111519\

BF117798.D

15 Nov 2019 11:02

Ju

PB124616BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117798.D

Aca On : 15 Nov 2019 11:02

Operator :© JU

Sample : PB124616BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.16 20.50 ng 2140180 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 522 (5.157 min): BF117798.D (-517) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
....,....',':..:|,.‘?9..,8.3...~,|....,....,....,....,....,2.97.. m/z 59.00 53.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 VAL VRS SRR RN B
59 480 500 520 540
m/z 101.00 18.95%
15 4 101
83
i Ll L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
480 500 520 540
5000 M m/z 58.00 16.17%
T "“Hm' “bi"zq NS ""|1?§"ﬁ4?"'|' T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- s e S A a o
50 480 5.00 520 5.40
31 m/z 41.00 8.81%
5000
1\5 %3 \“ 7‘3 87 102
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117798.D

Aca On : 15 Nov 2019 11:02

Operator :© JU

Sample : PB124616BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

6.70 93.19 ng 9727760 1,4-Dichlorobenzene-d4 6.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 784 (6.698 min): BF117798.D (-778) (-) m/z 132.00 100.00%

132
5000 68
40 | 75 8 640 6.60 6.80 7.00
54 104 . . . .
.,....,...:ll!.‘.‘?,:!..?%!-.l.',..':'.,..f.‘?,....,.'!..,.1.1?.,....,".'..,... m/z 67.95 40.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR LA AR RN

6.40 6.60 6.80 7.00
m/z 134.00 35.65%

78
31 a5 51
SN N VT RO NSNS | ISR | NN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
B e e EREAE
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .33%
33 44 o g7 105
60 78
NN OO S O = Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e
132 6.40 6.60 6.80 7.00
m/z 69.05 17.09%
5000
92
65
39 105
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111519\
Data File : BF117798.D

Acq On : 15 Nov 2019 11:02

Operator : JU

Sample : PB124616BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 20.5 ng 2140180 1 6.92 2087620 20.0
unknown6.70 6.70 93.2 ng 9727760 1 6.92 2087620 20.0
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